The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain 2 Entry composition i ○ There are 5 unique types of molecules in this entry. The entry contains 18526 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called Bifunctional purine biosynthesis protein PURH.
Mol Chain Residues Atoms ZeroOcc AltConf Trace 3 Residue-property plots i ○ These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a chain summarises the proportions of the various outlier classes displayed in the second graphic. The second graphic shows the sequence view annotated by issues in geometryand electron density. Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
• Molecule 1: Bifunctional purine biosynthesis protein PURH Chain A: K165  L177  T183  Y198  R208  S216  P217  I239  L250  V251  K252  E253  L254  K255  Q256  K267  H268  V269  T298  R308  S314  D324  D327  S335  P345  S356  K357  K358  G361   M368  S399  K402  N408  I424  A425  V426  K427  Y428  S431  N432  S433  K438  Q450  S451  R452  I453  H454  R485  S489  E502   •   L506  K526  T533  L537  D540  E574  N577  E578  L583  H593 • Molecule 1: Bifunctional purine biosynthesis protein PURH Chain B:   MET  ALA  ALA  R4  L7  S24  L28  L32  I33  A34  R43  V49  R50  D51  L55  F58  M61  L62  R65  V66  L69  H70  P71  A75  E84  K91   •   L96  C102  P114  L132  L133  T144  C147  E158  K165  T171  R172   R173  H174  L175  A176  L177  R195  S199  K200  L205  P206  S216  P217  K226  W248  L258  P261  K267  H268  V269  V276  L280  D324  V328  P329  D340  A344  P345  E349  L352  K358  Y363  Q367  M368  R380  T381  L382  R398   T406  L411  L419  V426  S433  V434  K438  S451  C455  T456  R485  N490  D503  E504  K508  F513   •   T533  A534  V535  S536  D540  V557  V572 • L583 H593
• Molecule 1: Bifunctional purine biosynthesis protein PURH Chain C:
• Molecule 1: Bifunctional purine biosynthesis protein PURH Chain D: Xtriage's analysis on translational NCS is as follows: The largest off-origin peak in the Patterson function is 3.70% of the height of the origin peak. No significant pseudotranslation is detected.
5 Model quality i ○ 5.1 Standard geometry i ○ Bond lengths and bond angles in the following residue types are not validated in this section: PO4, 13A, K
The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). There are no chirality outliers.
Mol Chain
There are no planarity outliers.
Too-close contacts i ○
In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within 2B1G the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes. 1  A  4511  0  4559  61  0  1  B  4511  0  4561  47  0  1  C  4511  0  4561  40  0  1  D  4511  0  4560  50  0  2 A
Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes
The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 5.
All (188) close contacts within the same asymmetric unit are listed below, sorted by their clash magnitude. There are no symmetry-related clashes.
Atom

Torsion angles i ○
Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues.
Mol Chain Analysed Favoured Allowed Outliers Percentiles In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. 5.4 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Mol Chain Analysed Rotameric Outliers Percentiles
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
Of 8 ligands modelled in this entry, 4 are monoatomic -leaving 4 for Mogul analysis.
In the following There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.
2 monomers are involved in 5 short contacts: There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry. 6 Fit of model and data i ○ 6.1 Protein, DNA and RNA chains i ○ In the following table, the column labelled '#RSRZ> 2' contains the number (and percentage) of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to all X-ray entries and entries of similar resolution. The OWAB column contains the minimum, median, 95 th percentile and maximum values of the occupancy-weighted average B-factor per residue. The column labelled 'Q< 0.9' lists the number of (and percentage) of residues with an average occupancy less than 0.9. 6.2 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Mol Chain
Carbohydrates i ○
Ligands i ○
In the following table, the Atoms column lists the number of modelled atoms in the group and the number defined in the chemical component dictionary. The B-factors column lists the minimum, median, 95 th percentile and maximum values of B factors of atoms in the group. The column labelled 'Q< 0.9' lists the number of atoms with occupancy less than 0.9. There are no such residues in this entry.
Mol
